Abstract The study of ultra-high energy cosmic rays (UHECR) at Earth cannot pre-9 scind from the study of their propagation in the Universe. In this paper, we present 10 HERMES, the ad hoc Monte Carlo code we have developed for the realistic sim-11 ulation of UHECR propagation. We discuss the modeling adopted to simulate the 12 cosmology, the magnetic fields, the interactions with relic photons and the produc- for astroparticle studies, we provide an estimation of the surviving probability of UHE 15 protons, the GZK horizons of nuclei and the all-particle spectrum observed at Earth 
Motivated by up-to-date observations, we have chosen a general Friedmann's Universe, defined 66 by a Friedmann-Robertson-Walker metric, to be the cosmological framework in HERMES. Let 67 us consider the Einstein equation in the classical General Relativity framework to describe the 68 gravitational field. Under the assumptions of an isotropic and homogeneous Universe, we also 69 
where a(t) is the scale factor, such that a(0) = 1 is its present value, while the parameter κ accounts 71 for the spatial curvature: κ = −1 denotes an open metric, κ = 0 a flat metric and κ = 1 a closed 72 metric. Indeed, we consider the Universe as a perfect fluid with energy density and pressure p, 73 described by the stress-energy tensor T µν = + p c 2 u µ u ν + pg µν , where u µ denotes the 4-velocity. 74 Friedmann equations can be derived from such assumptions.
75
HERMES is able to propagate particles in a ΛCDM Universe, with several tunable parameters 76 expressed in terms of the critical density c = 3H
2 /8πG. More specifically, we consider Ω b due to 77 baryonic matter, Ω c due to cold dark matter, Ω Λ due to dark energy, Ω r due to radiation and Ω κ 78 for the spatial curvature. If we define the redshift z by 1 + z = a −1 (t), the first Friedmann equation 79 can be written in terms of z and of density parameters as 80 
H
2 (z)
where Ω M = Ω b + Ω c is the total density of matter and H 0 is the Hubble parameter at the 81 present time. By taking into account that the radiation density contributes only in the early 82 Universe, i.e. at high redshifts, whereas in practice it is negligible in the late Universe, the constraint 83 Ω M + Ω κ + Ω Λ = 1 for the density parameters can be obtained from very general considerations. 84 We will describe further in text the role of Eq. (2) in the numerical simulation of the propagation 85 of UHECR.
It is worth noticing that a particle with energy E(z) at redshift z, propagating through the Universe and not subjected to energy loss processes, will adiabatically lose its energy because of 88 the expansion of the Universe (of course, by assuming a cosmological model where the Universe is 89 expanding), and it will be observed with energy E 0 = E/(1 + z) at the Earth.
90
The values of all relevant parameters discussed so far, as the Hubble constant, the density of 
quantifying the energy emitted from the source in terms of UHECR per unit time. Here, we are In fact, EBR modeling is rather difficult, if the well known cosmic microwave background is 121 excluded. Such a radiation should be produced by the assembly of matter into stars and galaxies, 122 as well as by the evolution of such systems which releases radiant energy powered by gravitational 123 and nuclear processes. Absorption of large frequency radiation by dust and re-emission at small 124 frequency considerably increase the infrared component of the background light, whose investiga-125 tion should shed light on structure formations processes. In the following, we indicate with the 126 relic photon energy in eV, n( ) the photon spectral number density in units of photons cm −3 eV −1 127 and 2 n( ) the energy density in units of eV cm −3 .
128
EBR spans over almost 20 decades, according to observations and models, from radio waves 129 around 10 −7 eV up to the high energy γ−ray photons of several GeV, with cosmic microwave back-130 ground (CMB), the relic blackbody radiation from the Big Bang, being the dominant form of elec-131 tromagnetic energy followed by ultraviolet/optical (CUVOB) and infrared backgrounds (CIRB).
132
For the propagation of UHECR nuclei, in HERMES we adopt the blackbody model with tem-133 perature T 0 2.725 K for CMB. [48] is adopted for the universal radio background 137 (URB).
138
Some models of extragalactic background radiations are shown in the top panel of Fig. 1 , as 139 a function of the photon energy in the laboratory frame. The red solid line indicates the EBL 140 parameterization included in HERMES, and it should be considered the default, where not specified 141 otherwise. For sake of completeness, we also show the common parameterizations by Puget, Stecker 142 and Bredekamp (PSB76) for COB, lower and higher IRB (LIR and HIR, respectively) [23] , and 143 other IRB models, derived from theoretical arguments or experimental observations [49] [50] [51] [52] . The 144 bottom panel of the same figure shows the evolution with redshift for different values of z, ranging 145 from 0 to 2.
146
By assuming that the cosmological model of gravitation is described by general relativity and 147 electromagnetism by Maxwell theory, a theoretical consequence of the adiabatic expansion of the 148 Universe is that photons should propagate along null geodesics and that the CMB temperature 149 should evolve with redshift as T (z) = T 0 (1 + z)
1−β , with β = 0. From the same arguments, it 150 can be shown that the energy of CMB photons evolve as E(z) = E 0 (1 + z), whereas their number 151 density evolve as n( , z) = n( , z = 0)(1 + z)
3 .
152
The evolution of the density of CIRB photons is still debated and depends on the adopted sce-153 nario for the luminosity evolution. Two models, included in HERMES, have been recently suggested 154 by Stecker et al [45]:
1. Base-line model:
2. Fast model:
In the current cosmological epoch and at the IRB maximum epoch, which is around z = 2, the 158 fast evolution model provides an higher density than base-line model. In any case, it is worth 159 remarking that the cosmological evolution of the infrared background density is much slower than 160 that of CMB.
161
Finally, the evolution of the density of CRB photons included in HERMES is the one proposed 162 by Protheroe and Biermann, who modified the luminosity evolution to fit the source counts [48] :
where the value z 0 = 0.8 has been obtained from the best fit for both normal galaxies and radio 164 galaxies.
165
We will see further in this chapter that the radio background is negligible when the propagation 166 of high energy nuclei is considered: conversely, it plays an important role during the propagation 167 of high energy photons. 
Modeling magnetic fields

169
The presence of magnetic fields, both in the intergalactic space and in our galaxy, has a non- 
176
If the electric field is absent (or negligible) and we assume the case of a particle in ultra-177 relativistic regime, i.e. the particle travels at the speed of light in the directionv(t) at time t 178 subjected to a magnetic field B(r) along the trajectory r(t), the Lorentz equation reduces to the 179 set of six ordinary differential equations defined by
In practice, charged particles accelerating in a magnetic field lose energy because of the emission should be taken into account during the propagation, whereas for heavier particles as protons it is 183 negligible.
184
While the trajectory of a charged particle along the regular field is deterministic, i.e. for a
185
given initial condition only one solution to the equations of motion exists, the trajectory of a 
where γ is the spectral index of the Kolmogorov spectrum. The approach, proposed by Giacalone 210 and Jokipii [53, 54] considers the field as the sum of N m modes, physically corresponding to the 211 superposition of a finite number of plane waves:
whereε n = cos α nxn + i sin α nŷn and the amplitude A n of the n−th plane wave is given by
In this last equation, the index γ is equal to 11/3, 8/3 and 5/3 for 3D, 2D and 1D turbulent 215 magnetic fields, respectively. The direction of the n−th wave vectork n is randomly chosen: the 216 unit vectorsx n andŷ n are chosen in order to form an orthogonal basis withk n and the real numbers 217 α n and β n represent random polarizations and phases, respectively. For practical applications, the 218 spacing ∆k between k min = 2π max and k max = 2π min should be constant in logarithmic scale and 219 the number of modes N m should be large enough to obtain the expected results in the small-angle 220 regime. The main advantage of such an approach is the definition of the turbulent field at any point 221 in space with arbitrary precision at the price of a much slower computation than other methods. 222 Where not otherwise specified, in the following we will make use of the isotropic model, although 223 the simulation of the composite model is also allowed by our code. Moreover, we will consider a 224 total magnetic field B = B tot = B reg + B irr and, following Ref.
[56], we define the turbulence level 225 by
The above arguments can be used to simulate the turbulent component of both the extragalactic 227 and the Galactic magnetic fields. For instance, the deflection δ irr due to the irregular component of 228 the Galactic magnetic field can be estimated by assuming that the particle undergoes a brownian 229 distance D and Λ provides an estimation of the number of magnetic regions traversed [57, 58]: .
(17)
Simulating the Galactic magnetic field
234
In spiral galaxies, the turbulent component of the magnetic field is almost always strongest within 235 the spiral arms, following the distribution of cool gas and dust, whereas the regular component 236 is generally weak within spiral arms, except for rare cases like M51 with strong density waves.
237
However, the regular field also extends far into the inter-arm regions. Observations suggest that 238 the large-scale spiral field produce an halo, extending outside the galactic disks. In cylindrical co-
239
ordinates, the distribution of the magnetic field B(ρ, φ, z) in the galaxy can be described by the 240 product of three separated components, related to pure radial dependence R(ρ), spiral "winding" turbulence scale max , whereas for increasing energy the particle only partially "feels" the turbulent 269 component. At the highest energy the particle is subjected to the regular component only. We have shown the impact of magnetic fields on the propagation of UHE nuclei, without considering 273 the energy-loss processes relevant for a complete study. This is the main subject of this section, where we show the impact of energy-loss processes on the propagation of UHE nuclei, photons 275 and neutrinos. We will define the parameterizations we have chosen for the cross sections of the 276 interactions between propagating UHECRs and photons of the background radiation and we will 277 discuss all the relevant energy-loss processes included in our simulator as the adiabatic loss (due to 278 the expansion of the Universe), the pair and photo-pion production, and, in the particular case of 279 heavy nuclei, the photo-disintegration processes. The creation of secondary particles, produced by 280 UHE nuclei undergoing pair and photo-pion production during their propagation, is also described: 281 the development of the resulting UHECR cascade, including neutrinos and photons, will be briefly 282 described to underline the complexity of simulating a realistic propagation.
283
During their propagation, photons, neutrinos and nuclei (A, Z) (electric charge, mass) with 284 injection energy E i , generally undergo interactions with background photons. UHECR that reach 285 the Earth are therefore detected with a degraded energy E f < E i , depending on the type of 286 interactions they were subjected to and on the distance between the source and the Earth. In 287 HERMES, we describe the energy loss of non-stochastic processes in a unit interval of z in terms 288 of equations like
where cooling rate of the UHE particle and it depends on the particular energy loss process considered.
293
As we will see further in this section, β(z, E) is proportional to the inverse of the mean free path 294 and depends on the density of background photons and their energy, on the energy of the UHECR 295 and on the cross section of the interaction under investigation. In the case of nuclei, it also depends 296 on the nuclear mass and charge. Thus, the total energy loss rate is obtained by
where the sum is extended to all interactions acting during the propagation. In HERMES, we 298 include only those interactions which have a significant impact on the propagation of UHECR:
299
-Adiabatic loss: it is due to the expansion of the universe; it is considered for all nuclei with are part of the electromagnetic cascade generated by nuclei, and we refer to [69] for further 309 details.
310
In the following we will take into account the interactions of nuclei with cosmic microwave back-311 ground (CMB) and cosmic infrared/optical background (CIOB) radiations, by adopting the pa-312 rameterization described in Sec. 2.3 (see Fig. 1 ) for the extragalactic background radiation. Eq. (20)
313
and mean free paths corresponding to the above interaction processes can be used to obtain an 314 analytical approximation of the total energy loss. However, in order to obtain more realistic results,
315
a Monte Carlo approach should be adopted for those processes where stochasticity is relevant, as 316 in the case of photo-pion production and photodisintegration of heavier nuclei.
317
In the following, for the sake of simplicity, we will omit to specify that results shown in the In order to take into account the energy loss due to the expansion of the universe, we use
for the adiabatic term, as previously explained in Sec. 2.1. 
where σ L is the Lorentzian function, ( i (GeV), Γ i (GeV), σ i (µb)) = (0.34, 0.17, 351), (0.75, 0.50, 159), 339 (1.00, 0.60, 21) and (1.50, 0.80, 26) for i = 1, 2, 3 and 4, respectively. For all other processes par-340 ticipating in photo-meson production, including multipions (MP) or direct particle production 341 involving π, η, ∆, ρ, ω and strange-particle channels (RP), we use Rachen's parameterizations [70] . 342 In the following we will use the abbreviation "BR" to refer to baryonic resonances, direct particle 343 and multi-pion production, where not specified otherwise.
344
As in the case of protons, the probability of heavier UHE nuclei to interact with background 345 photons rapidly increases with nucleus energy. The processes involved in such interactions are 346 the same that we have previously described in the case of protons, namely pair and photo-pion 347 production. However, in the case of heavy nuclei we have to take also into account the photo-348 disintegration (or photo-erosion) process
resulting in the emission of subatomic particles, with the creation of lighter nuclides. Here, m is the 350 multiplicity of α particles, p indicates the proton and n the neutron. In general, in order to describe 351 the changes in abundance of the heavy nuclei as a result of the interaction of the UHECR with the 352 background radiation, a nuclear reaction network including all interactions of interest should be 353 used. Such a network is described by a system of coupled differential equations corresponding to 354 all the reactions affecting each nucleus, i.e. mainly photo-disintegrations and β−decays. Such an 355 approach has been recently proposed, and adopted in many successive works, in Ref.
[24] for the 356 study of UHE nuclei propagation by using up to date measurements of cross sections [71] . 
359
We adopt the simplest approach to the treatment of the photo-disintegration channels, by 360 following the chain of stable nuclei (stability chain), as suggested for the first time by Puget, 361 Stecker and Bredekamp (PSB) [23] . The relative contribution of all decay channels corresponding 362 to nuclei with A ≤ 56 are taken from Ref.
[23] and [77] . However, in order to produce more 363 realistic simulations of the photo-disintegration process, we have obtained from TALYS reactions 364 the branching ratios associated to the most relevant exclusive channels, including one nucleon, two 365 nucleons and multi-nucleons emission on CMB and CIOB, similarly to recent studies [72, 73] . Hence, 366 in HERMES, we have included different models for the photo-disintegration of nuclei, with cross 367 sections corresponding to: i) the PSB Gaussian approximation; ii) the Rachen's parameterizations; 368 iii) the TALYS reactions. See the corresponding referenced works for further details.
369
In Fig. 4 we show the comparison between the total cross sections estimated for iron (left panel) 370 and proton (right panel) nuclei, together with the contribution of each single process separately.
371
For the sake of completeness, it is worth remarking that in HERMES the inclusion of some 372 additional processes, not depending on the background radiation, are currently under development: 373
Interaction lengths for Aγ interactions
374
The adiabatic loss is considered during the whole propagation as a continuous energy loss process. 375 Instead, the interaction length (or, equivalently, mean free path) corresponding to different pro-376 cesses is used as an input to the Monte Carlo algorithm to randomly sample the next point where 377 the nucleus will undergo one of the interactions described at the end of Sec. 3. Such interactions 378 are treated as competitive processes, except the pair production which is treated as a continuous 379 energy loss in the current version of HERMES (see further in the text). Therefore, the estimation of 380 the interaction lengths is fundamental and allows to simulate the production of secondary UHECR 381 
(lighter nuclei from photo-disintegration, neutrinos and photons cascades). The interaction length
382
is given by
where 
where κ(E) = ∆E /E is the mean inelasticity, i.e. the average fraction of energy lost by the nucleus 391 because of the interaction. The inelasticity for pair production is κ ≈ 2m e /(Am p ) (being m e and 392 m p the masses of electron and proton, respectively), i.e. around 10 −3 in the case of protons, and 393 even smaller for heavier nuclei. Conversely, for photo-pion production by protons, the inelasticity 394 ranges from 0.2 to 0.5, depending on the energy.
395
In the case of heavy nuclei, the differences in the cross section (with respect to the case of pro-396 tons) are reflected in the interaction length. In Fig. 4 , the available channels above the threshold for 397 single pion production ( ≈ 145 MeV) involve baryonic resonances and direct particle production,
398
with multi-pion production playing a significant role at the highest energies ( > 700 MeV). In coupled to the nuclear mass loss rate
leading to
An analytic approach for the estimation of the spectra at Earth, based on the numerical integration 407 of such an equation, has been recently reported in [81] .
408
In the rest frame of the nucleus, the pair production process A+γ EBR −→ A+e + +e − occurs at 409 the threshold energy 2m e c 2 ≈ 1 MeV and it plays an important role only when CMB is considered, 410 the CIOB participating marginally [23] . We can treat the process as a continuous energy loss, 411 because the loss per interaction is very small. In HERMES, the energy loss accounting for the pair 412 production, due to the Bethe-Heitler interaction with ambient photons with density n( ), is given 413 by [82] 414 β e ± (z, E; Z, A) S(Z)
that is similar to the parameterization adopted in [83] , where the auxiliary function ϕ(ξ) is obtained 415 from [84] and masses are in units of eV/c 2 . However, there is no parameterization in the case of 416 CIOB and, in our code, we estimate the corresponding energy loss rate by using Eq. (23). In 417 Eq. (27), γ ≈ E/(Am p c 2 ) is the Lorentz factor of the nucleus, m e is the electron mass, α = e 2 / c 418 is the fine-structure constant, r e = e 2 /m e c 2 is the classical electron radius, T 0 = 2.725 K and k B 419 is the Boltzmann constant. The factor S(Z) is a correction term to agree with experimental data 420 for nuclei with Z > 1 [70] , even if it has been pointed out that Coulomb corrections to the Born 421 approximation have a negligible effect on the pair production loss rate of ultra-relativistic heavy 422 nuclei as 56 Fe [77] .
423
Concerning the photo-pion production process (see Sec. 3.2), in the particular case of protons 424 propagating in the CMB, Eq. (23) at present time reduces to
where m p is the proton mass in units of eV/c 2 , σ( ) is the cross-section for pion production in 426 terms of the photon energy and κ( ) is the inelasticity factor. In order to avoid further numerical 427 integrations, we parameterize the contribution of this term as in Ref. [83] by
The function E match (z) = 6.86e −0.807z ×10 20 eV ensures the continuity of the function β π (z, E; 1, 1) 429 and {A π , B π , C π } = {3.66 × 10 −8 yr −1 , 2.87 × 10 20 eV, 2.42 × 10 −8 yr −1 } are taken from Ref.
[85].
430
We treat the case of neutron in a similar way, by considering the additional process of the 431 β−decay. The neutron decay rate is given by m N /(τ n E), with τ 888.6 s the laboratory lifetime, 432 providing a range of propagation λ β = τ n E m N 0.9 E/10 20 eV Mpc, which becomes competitive 433 with photo-pion production only at the highest energy, above 10 21 eV.
434
In Fig. 5 we show the interaction length λ of proton (left panel) and iron (right panel) nuclei, 435 in the CIOB and the CMB, for each process separately and for all processes together, as well as 436 the energy loss length χ loss , as a function of the energy E of the nucleus in the observer rest frame 437 at present time (z = 0).
438
In the case of proton, it is evident that the pair production on CIOB is negligible with respect 439 to other processes, because occurring on time scales larger than the adiabatic expansion, for all 440 energies above 10 18 eV. A similar argument applies for the photo-meson production in the CIOB, 441 which, below 10 20 eV, contributes less than pair production in the CMB, whereas above 10 20 eV 442 the production of pions in the CMB dominates up to the highest energy. In the energy interval 443 between 2 × 10 18 eV and ∼ 5 × 10 19 eV, the main energy loss process is the pair production in the 444 CMB. The obtained results are in perfect agreement with recent literature [25, 80, 88, 89] , with 445 small differences related to the different CIOB adopted.
446
In the case of iron, the figure shows that the main energy loss below 10 19 eV is due to the 447 adiabatic expansion of the universe, whereas photo-disintegration process through the giant dipole 448 resonance dominates above 10 19 eV and photo-meson production becomes dominant above 10 22 eV. 449 The estimation of the total interaction (left panel) and energy loss (right panel) lengths at 450 z = 0 obtained with HERMES are also shown in Fig. 6 as a function of the Lorentz factor Γ , for 451 several nuclei, from proton to iron. Both quantities decrease for increasing nuclear mass and for 452 any value of the energy, although the energy loss length tends to become constant for all nuclei 453 above Γ = 10
11 , approximately the value where baryonic resonances occur. 
Propagation of secondary neutrinos and photons
455
We have discussed the production of electron/positron pairs and of secondary pions. Produced Additionally, channels with multi-pion production are present. As shown in [90] , close to the 464 threshold and for < 1 GeV, the dominating processes involve single pion production only, whereas 465 at the highest energies channels with two or three pions are available. The inclusion in HERMES
466
of such channels is currently under development.
467
The propagation of UHE photons produced by neutral pions, and the consequent pairs, are 468 performed with EleCa and its description is beyond the scope of the present work. We refer to [69] 469 for further details. gravity, if they are considered massive particles). Because of such features, neutrinos are likely to 473 traverse the extragalactic space, even for cosmic distances, without interacting with background 474 photons or interstellar medium, and without being deflected by magnetic fields: characteristics 475 that makes neutrinos the ideal candidates for particle astronomy. On the other hand, the flux of 476 cosmogenic neutrinos is relatively small if compared to the flux of charged particles, at the highest 477 energy. Propagation and energy loss of neutrinos, can be easily described by energy loss equation 478 (20), considering only the adiabatic energy loss rate defined by Eq. (21).
479
Applications
480
In this section we briefly discuss some applications to show the potentiality of HERMES for studying 481 UHECR, including the comparison between results obtained with HERMES and those either from 482 other propagation codes available in the UHECR community or from observation.
483
First, we investigate the surviving probability ω GZK (z, E thr ) of protons, i.e. the probability 484 that a proton produced by a sources at redshift z could reach the Earth with an energy above a 485 given threshold. We consider an homogenous distribution of equal-intrinsic-luminosity sources in 486 the nearby Universe, up to ≈ 300 Mpc: each source emits protons following a power-law injection 487 spectrum with spectral index 2.4 and energy cutoff 10 21 eV. Hence, we estimate ω GZK (z, E thr ) for 488 different energy threshold E thr at Earth, ranging from 60 EeV to 100 EeV. The result is shown 489 in Fig. 7, where a comparison Fig. 8 we show the GZK horizon of protons (left 496 panel) and iron nuclei (right panel). In both cases, the horizons obtained by HERMES are in 497 agreement with those of CRPropa over the whole energy range under consideration, although for 498 iron nuclei some differences are present at the lowest energy.
499
Moreover, we estimate the expected energy spectra of UHECR at Earth in different astrophysical 500 scenarios, involving evolution of sources, different spectral indices and mass composition at the 501 source. The result, shown in Fig. 9 , are compared against recent observations reported by the 502 HiRes Collaboration [94] . For sake of simplicity, we show only some representative spectra: a study 503 of their goodness in reproducing the observed UHECR spectrum is beyond the scope of the present 504 paper and it will be the subject of a future study. : Expected all-particles energy spectra obtained from HERMES for different astrophysical scenarios, compared to observations reported by HiRes Collaboration (see the text). The legend indicates the spectral index at the source and the source evolution adopted (only star formation rate, in this case).
As a final application, we simulated protons from real candidate sources in the nearby Universe, EleCa [69] . Another interesting application is to use the parameterization based on the generalized 521 Gumbel distribution [98] to perform detailed mass composition studies, as comparing the expected 522 first and second momenta of the X max distribution from different scenarios against observations. 
Conclusions and outlook
524
Realistic simulations of the propagation of UHECR might help to shed light on their origin and 525 their nature. In this work, we presented HERMES, the ad hoc Monte Carlo code we have developed 526 to propagate UHECR in a magnetized Universe. We have briefly discussed the theoretical frame-527 work behind HERMES, involving the modeling of cosmology, magnetic fields, nuclear interactions 528 between UHECR and relic photons of the extragalactic background radiation, and the production 529 of secondary particles. The distribution of sources, their intrinsic luminosity, injection spectrum 530 and evolution are tunable parameters in HERMES, allowing to simulate a wide variety of astro-531 physical scenarios and to investigate the impact of propagation on physical observable as the flux, 532 or the chemical composition observed at Earth.
533
We showed some representative applications validating the suitability of HERMES for astropar-534 ticle studies at the highest energies. More specifically, we estimated the surviving probability of 535 UHE protons, the GZK horizons of nuclei, the all-particle spectrum observed at Earth in different 536 astrophysical scenarios and the expected arrival direction distribution of UHECR produced from 537 different catalogues of nearby candidate sources.
538
The major advantage in using HERMES is in its modularity, allowing high customization of 539 involved physical and astrophysical parameters. In fact, it is possible, for instance, to add new 540 models of extragalactic background radiations or nuclear interactions, according to up-to-date 541 measurements.
542
In the near future, we will release a stable version of our simulator for public use and, in the 543 meanwhile, we will make available for the community libraries of propagated nuclei useful for mass 544 composition and energy spectrum analysis.
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